Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.005 Å; R factor = 0.043; wR factor = 0.111; data-to-parameter ratio = 15.6.
Related literature
For the crystal structures of related compounds, see: Othman et al. (2010) . For bond-length data, see: Allen et al. (1987) .
Experimental
Crystal data Refinement R[F 2 > 2(F 2 )] = 0.043 wR(F 2 ) = 0.111 S = 1.11 2405 reflections 154 parameters 2 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.44 e Å À3 Á min = À0.67 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 2; Àz þ 1; (ii) Àx þ 2; Ày þ 2; Àz þ 2.
Data collection: SMART (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 ).
Comment
The title compound is analogous to the previously reported N-(3-chloropropanoyl)-N′-phenylthiourea (Othman et al., 2010) except the bromine atom is at position-4 of the phenyl ring (Fig. 1) . The molecule has trans-cis configuration with respect to the position of the 3-chloropropanoyl and 4-bromophenyl groups, respectively, against the thiono C═S bond across their C4-N1 and C4-N2 bonds. The whole molecule is not planar. The (S1/N1/N2/C2/C3/C4) thiourea moiety and the benzene ring (C5-C10) are planar with maximum deviation of 0.036 (4) Å for C3 atom from the least square plane of the thiourea moiety. The benzene ring makes dihedral angle with the thiourea moiety of 9.55 (16)°, very big reduction compared to the analog, N-(3-chloropropanoyl)-N′-phenylthiourea of 82.62 (10)°. The bond lengths and angles are in normal ranges (Allen et al., 1987) . There are N2-H2···O1 and C6-H6···S1 intramolecular hydrogen bonds. In the crystal packing, the molecules are linked by N1-H1···S1 i , C2-H2B···S1 i and C9-H9···O1 ii intermolecular hydrogen bonds form one-dimensional chains along the c axis ( Fig. 2 ). Symmetry codes: (i) -x+1, -y+2, -z+1; (ii) -x+2, -y+2, -z+2.
Experimental
An acetone solution (30 mL) of 4-bromoaniline (0.01 mol, 1.72 g) was added dropwise into a two-necked roundbottomed flask containing 3-chloropropanoylisothiocyanate (0.01 mol). The mixture was refluxed for about 4 h, filtered into a beaker and left to evaporate at room temperature. The filtrate gave colourless crystals after 5 days on slow evaporation of the solvent (yield 79%).
Refinement
The C based H atoms were positioned geometrically with C-H = 0.93-0.97 Å and constrained to ride on their parent atoms with U iso (H) = 1.2U eq (C). The amino H atoms ware located in difference Fourier map and refined freely with using SHELXL instruction ′DFIX 0.87 0.01′. supplementary materials sup-2 Acta Cryst. (2014). E70, o685
Figure 1
The molecular structure of title compound with the atom numbering scheme. The displacement ellipsoids are drawn at 50% probability level. The H atoms are presented as a small spheres of arbitrary radius. The dashed lines indicate intramolecular hydrogen bonds.
Figure 2
The crystal packing of the title compound viewed down a axis. The dashes lines indicate hydrogen bonds. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
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